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Simulated systems and procedures
Compositions of the simulated systems are shown in Supplementary Table 1 . For simulations 1V/DNA and 4V/DNA one and four β-CD-PEI/PEG molecules respectively were placed in the vicinity of the DNA fragments in an "edge-on" for 1V/DNA and "face-on" for 4V/DNA orientations. For 2V/DNAS simulation two β-CD-PEI/PEG molecules were manually inserted inside the two spires of nucleosomal DNA in such a way that no overlaps occurred. The configurations were then solvated and neutralized to a physiological ion concentration of 0.9%.
After an initial optimization protocol including energy minimization and simulated annealing
